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R factor = 0.035; wR factor = 0.096; data-to-parameter ratio = 7.4.
The title compound, CH6N3
+C7H4NO4, an anhydrous
guanidinium salt, shows a N—H  O hydrogen-bond network
in which the guanidinium cation is involved in three cyclic
R2
1(6) hydrogen-bonding associations with separate carboxyl-
ate O-atom acceptors. Further peripheral associations include
a cyclic R1
2(4) cation–anion interaction, forming interlinked
undulating sheets in the three-dimensional structure.
Related literature
For the structures of other guanidinium benzoate salts, see:
Kleb et al. (1998); Pereira Silva et al. (2007, 2010). For graph-
set analysis, see: Etter et al. (1990).
Experimental
Crystal data
CH6N3
+C7H4NO4
Mr = 226.20
Orthorhombic, P212121
a = 7.3978 (12) A˚
b = 10.1302 (12) A˚
c = 13.7118 (17) A˚
V = 1027.6 (2) A˚3
Z = 4
Mo K radiation
 = 0.12 mm1
T = 297 K
0.30  0.30  0.20 mm
Data collection
Oxford Diffraction Gemini-S CCD-
detector diffractometer
Absorption correction: multi-scan
(CrysAlis PRO; Oxford
Diffraction, 2009)
Tmin = 0.94, Tmax = 0.98
7455 measured reflections
1252 independent reflections
1092 reflections with I > 2(I)
Rint = 0.030
Refinement
R[F 2 > 2(F 2)] = 0.035
wR(F 2) = 0.096
S = 1.03
1252 reflections
169 parameters
H atoms treated by a mixture of
independent and constrained
refinement
max = 0.15 e A˚
3
min = 0.16 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N1G—H11G  O12 0.82 (3) 2.48 (3) 3.161 (3) 142 (3)
N1G—H12G  O12i 0.83 (3) 2.09 (3) 2.887 (3) 162 (3)
N2G—H21G  O11i 0.91 (3) 2.42 (3) 3.292 (3) 160 (2)
N2G—H21G  O12i 0.91 (3) 2.43 (3) 3.159 (3) 137 (2)
N2G—H22G  O11ii 0.86 (3) 2.29 (3) 3.020 (3) 143 (3)
N3G—H31G  O11ii 0.86 (3) 1.97 (3) 2.783 (3) 157 (3)
N3G—H32G  O12 0.91 (3) 1.90 (3) 2.794 (3) 166 (3)
Symmetry codes: (i) x  12;yþ 32;z; (ii) xþ 32;y þ 1; zþ 12.
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell
refinement: CrysAlis PRO; data reduction: CrysAlis PRO;
program(s) used to solve structure: SIR92 (Altomare et al., 1994);
program(s) used to refine structure: SHELXL97 (Sheldrick, 2008)
within WinGX (Farrugia, 1999); molecular graphics: PLATON
(Spek, 2009); software used to prepare material for publication:
PLATON.
The authors acknowledge financial support from the
Australian Research Council, the Faculty of Science and
Technology, Queensland University of Technology and the
School of Biomolecular and Physical Sciences, Griffith
University.
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: BV2146).
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